C 24 H 18 O 2 , orthorhombic, Ccc2 (no. 37), a = 9.7401(14) Å, b = 34.509(5) Å, c = 21.970(3) Å, V = 7384.7(19) Å 3 , Z = 16, Rgt(F) = 0.0738, wR ref (F 2 ) = 0.1559, T = 298(2) K.
contains crystallographic data and Table 2 contains the list of the atoms including atomic coordinates and displacement parameters. Bruker programs [1] , SHELX [2] [3] [4] , OLEX2 [5] , PLATON [6] 
Source of materials
In a dried Schlenk-flask filled with argon, the (Ph 3 P) 2 PdCl 2 (0.036 g, 0.05 mmol) and CuI (0.011 g; 0.05 mmol) were dissolved in freshly degassed NEt 3 (10 mL). Afterwards 1,2diiodobenzene (0.330 g; 1 mmol) and 4-methoxybenzene ethyne (0.397 g; 3 mmol) were introduced successively. The resulting reaction mixture was stirred at room temperature until completion. The crude reaction mixture was diluted with dichloromethane and washed with brine. The product was purified by flash column chromatography on silica gel using petroleum ether as eluent. Crystals were grown through a slow evaporation of a dichloromethane/petroleum ether (V/V = 1:5) solution at 25°C for one week.
Experimental details
Hydrogen atoms bonded to carbon atoms were placed in their geometrically idealized positions and constrained to ride on their parent atoms with C-H = 0.93 Å (aromatic), 0.96 Å (methyl) and U iso (H) = 1.2Ueq(aromatic) and 1.5Ueq(methyl).
Comment
1,5-Diyne systems are gaining importance as substrates for constructing multicyclic system in organic synthesis [7] . The reactivities are always tuned by the substitutents in the alkyne moities [8] . In general, the method for synthesis of 1,5-diyne is based on the Sonogashira coupling reaction of [9] . The structure and conformation of the 1,5-dynes are key factors for their reactivities, which could have a big influence for the activation of alkyne by different metal catalysts [10] . The title compound crystallizes in the orthorhombic Ccc2 space group with four halves of the titled compound in the asymmetric unit. One of these four independent molecules is shown in the figure. Each complete molecule looks like a "V" shape. The bond lengths and angles within these moieties are in the expected ranges. In each independent molecule, (C 24 H 18 O 2 ), the triple bond length is in a range from 1.170(2) Å to 1.211(2) Å, and bond angles for triple bond are 174.4°and 175.0°, respectively, which exhibit a slight distortion. Although there are two similar alkyne moieties in each molecule, they are located in an unsymmetric mode in the crystal structure. The dihedral angles between these two methoxy-substituted benzene rings and parent benzene ring are 20.25°and 24.84°, respectively. Analysis using the Platon software indicates that there are four C-H· · · π intermolecular interactions in the
